The quest for tetracoordinated halonium ions: a theoretical investigation.
Di-, tri-, and tetravalent halonium ions have been investigated by theoretical means with respect to their geometries and their electronic structure using DFT as well as MP2 calculations. Even tricationic species where halides (F, Cl, Br, and I) are surrounded by an appropriate tetracationic hydrocarbon cage are calculated to be stable species. All halides show bonding interactions with all four cationic carbon centers.